INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY, VOL. XXIII, 1989-1994 (19%3) 


Author Index to Volume XXIII 


Yarkony, D.R.; Bartlett, R. J Purvis, G. D. AB Voigt, Large-Scale 
and Vario of Chiroptical Properties 


RPA Calculai 


Spectrum of Methylene Amidogen CH2N, 437 Organic RPAC 
H. Brandas, E. See Froelich, P., 91; Rittby, M., 865 
Core Hole Induced Charge-Transfer Reactions in Brandemark, U. See Blomberg, M., 855 
Disu 577 Brédas, J. L. See André, J. M., 1065 


Brickmann, J. 
—; Schmidt, P. C.: Quantum Dynamics of Wave 
in Nonlinearly 


Brown, F. B. See Purvis, G. D.III, 835 
Burke, E. A. See Segedy, J. J., 1959 


Ahmed, A. 

Computation of Magnetic Quantities by Means 
Campillo, M. See Martin, M., 1627 
M., 915 
Habit, P., 1808 Ch 
—; Le-Min, Structure-Activity Relationship and 

the Mechanism of Analgesia of the Analgesic 

Drug 3-Methyl-Fentanyl and Its Analogs, 1597 


luctors, 1155 
rjee, R. 
—; Tuszyhski, J. A.; Paul, R.: Comments on the Bose 
K.-F. See Chao, K. A. “1586 Condensation of Phonons in the Biological 
—_> See Boucekkine-Yaker, G., 365 Systems, 709 


Bertran, J. i, M. 
—; Liedés, A.; Revetllat, J. A.: Water Chain —,; Srivastava, V.: Random-Walk Theory 
Intervention in Hydrolytic and Tautomeric 1463 
Reactions, 587 
Bhowmik, K. See Mishra, R. K., 1579 ‘ 
Bigham, L. D. See Scheiner, S., 739 Statistical Theory of Dissipative Molecular 
P. Systems. II. to Fluorescence 


Chermette, H. Sce Pedrini,C. 1025 


rg,M 
—; Brandemark, U.; Pettersson, L.; Siegbahn, P.: 
Contracted C1 Calculations of Models for - 
Catalytic Reactions Involving Transition Metals, 
729 
Bohm, H.-J See Hoinkis, J 82 Chong, D. P. -See Langhoff, S. R., 875; Mukherjee, 


, P. K.: Calculations of 


Excited States and Photochemistry: Butadiene Core-Electron B Energies by Transition 
and Unprotonated Schiff Base, 517 Operator Method ig te by Rayleigh- 
, A. See Boucekkine-Yaker, G., 365 Schrodinger Perturbation Theory, 1903 
Boucekkine-Yaker, G. Chu, S-Y. See Lee, T-S., 625, 1923 
Boucekkine, A.; Zaucer, M.,; Berthier, G.: At Chuljian, D. T. 
Initio Calculation of of Magnetic ibilities —; Simons, J.: Coordinate Rotation Studies of H~, 
and Constants Using Gauge Invariant He-, Be-, Resonances: Basis Set and 
Gaussian Orbitals, 265 Configuration List Dependence, 1723 


© 1983 John Wiley & Sons, Inc. 


mone, A. W.: Structure of 
"Dislocation Cores in the Silicon Crystal, 1057 
André, J. See  Fripiat, J. 1179 wd 
—-; Brédas, J. L.; mans, B.; : Exchange, Briels, W. J. 
Tennyson, J.; Claessens, M.; Van Der Lee, Th.; 
Correlation and Bard Gaps in Conjugated ete Rotat; 
Andriotis, A. N. See Nicolaides, C. A., 561 in Van der Waals Molecules and Molecular 
Au-Chin, T. Crystals, 1091 
Invariant Decomposition of Hermitian 
Operators, 217 Burton, P. G. 
Routes to Full CI through Extrapolation in 
Multireference 7 Calculations for 
G. D.ITT, 835 Chao, K. A. See Stafstrom, S., 1363 
Becke. A. D. —; Berggren, K.-F.: Clustered Hydrogenic Centers in 
um 
TiN, and Tr rived from 
rgy Band Calculations, 1535 : Incid 
Synthesis of Biomolecules, 687 rties of 5d Compounds: | 
1989 


1990 


Claessens, M. See Briels, W. J., 1091 


Clementi, E. See Habitz, P., 1803 


Cohen, L. 

—,; Frishberg, C.: Correlation Hole for an Exactly 
Solvable Problem, 249 

Combs, L. L. 

S.: SCF and MC-SCF Study of CO. with 

Bond Angle Variation, 465 

Contreras, R. H. See Engelmann, A. R., 1033 

Cooper, I. L. 

—+; Pounder, C. N. M.: Effect of Modified Virtual 
Orbitals on Local Coulomb Correlation Holes in 
FCN, 257 

Corbin, S. 

—,; Lavery, R.; Pullman, B.: Molecular Electrostatic 
Potential of a Triple Stranded Helix: Poly(dT)- 
Poly(dA)-Poly(dT), 1451 


= ; Vosman, F.: Gradient Expansion Correction to 
the Dirac Exchange Term in Statistical Models 
for the Na Atom with Shell Structure, 1973 


Davidson, E. R. See Phillips, P., 185 

Davies, R. H. 

—; Morris, T. R.: 8-Lactam Ring Stability and 
Antibacterial Potency: A Novel Eigenvalue 
Problem, 1385 

De, B. R. See Sannigrahi, A. B., 1695 


Deak, P. 

CNDO/S Parameters of C, O, and Si for Solid State 
Calculations, 1165 

Deb, B. M. 

Calculation of Electron Density in Many- 
Electron Systems. I. Application to Closed-Shell 
Atoms, | 

De Brouckére, G. 

=a Properties at the SCF ab Initio Level, 
1 

Dehalle, J. See Fripiat, J. G., 1179 

De Mello, P. C. 

—; Edwards, W. D.; Zerner, M. C.: Cr-Cr 
on! in Binuclear plexes, 425 


Factor 
Function 
Particles, 779 

The Modified Hartree-Fock Self-Consistent Field 
Equation, 1979 

DiVincenzo, D. P. See Holzwarth, N. A. W., 1223 


in C3 
for Electrically Charged 


Edwards, W. D. See De Mello, P. C., 425 

—; Zerner, M. C.: Electronic Structure of Model 
Chlorophyll Systems, 1407 

Elander, N. See Rittby, M., 865 

—; Sangfelt, E.; Kurtz, H.; Goscinski, O.: icati 
of AGP Wave Functions to the Ground of 
Lig and CH*, 1047 


Engelmann, A. R. 

—+; Contreras, R. H.: Transmission Mechanisms of 
Spin-Spin Coupiing Constants within the CHF 
Approximation: Their Study Using Inner 
He of the Polarization Propagator, 1033 


Puli Theoretic Methods for Self- 
Consistent Wave Functions which 


Hypervirial Theorems for Some 


AUTHOR INDEX 


Fonseca, 
= A. N. F.; Grigolini, P.: Short-Time 
Description of Chemical Reaction by Stochastic 


Frishbert, C. See L., 249 
-; a : Density Matrix Equation for Crystals, 


Frosiic h, P. 

= ; Brandas, E.: Analytical 
Dilated SCF Equations, 91 

Frohlich, H. 

Evidence for Coherent Excitation in Biological 
1589 


Fukui, H. 

Calculation of NMR Chemical Shifts. III. 
Configuration Interaction Effects, 633 

Fukutome, H. 

—,; Hashimoto, K.: Characterization of Bond and 
Current Correlation Structures in a Molecular 
Many-Electron Wave Function, 27 


Properties of the 


Gao, J.-N. See Pan, D.-K., 1945 


Scaling i in we Theory, 1017 

Gayoso, J. See Baba-Ahmed, A., 71; Maouche, B., 
891 

Ghosh, S. K. See Deb, B. M., 1 

Gomes, J. A. N. F. See Fonseca, T., 473 

Gomez-Jernia, J. S. 

On Some Problems in Quantum Pharmacology. I. 
The Partition 1969 

Goscinski, O. See Elander, N., 1047 

Goursot, A. See Chermette, H., 459 

Grigolini, P. See Fonseca, T., 473 

Grinberg, H. 

—,; Maran, J.; Vucetich, H.: Some Remarks on the 
Hydrogen Atom, 379 

Guang- Xian, X. (HsuK. H.) See Le-Min, L., 1305 

Gubanov, V. A. 

— ; Liechtenstein, A. L; Postnikov, A. V.: Cluster X, 
Approach to Magnetic Interactions and Phase 

in Solids, 1517 

A-C.: Approach to N Representability, 399 


Habitz, P. 

—; Bagus, P. bahn, P.; Clementi, E.: Electronic 
Coeidien ntribution to the Three- Body 
Potentials for Water Trimers, 1803 


—; Koski, W. $; Kaufman, J. J; Miller, R. S.: Ab 
Initio MODPOT/VRDDO/MERGE Calculations on 
Energetic Compounds. III. Nitroexplosives: 
Polyami ynitrobenzenes (Including DATB, 
TA Tetryl), 1493 


Harmalkar, A. 
—; Simas, A. M.; Smith, V. H.Jr.; a = M.: 
Momentum Space Properties of A toms, 811 


See Fukutome, H., 27 


y, D. 
—; Van Der Velde, G.: In’ 
Algorithms and Their 
Hellsing, 


Recent Ad 
and the 


Harris, 
Evaluation of GTO Molecular Integrals, 1469 
Hashimoto, K. 


Evaluation 
1135 
Advances in V 
Theory of 


Tn 


: Claverie, P. 
Induction and Dispersion Energies Including Charge 
Overlap Effects: Green’s-Function-Type ethods, 4/ 
Methods (Abstract), 1687 Friedel, J. 
—; Noguera, C.: Some Considerations on U err Values 
Entering the Hubbard Hamiltonian, 1309 
Fripiat, J. G. 
—; Dehalle, J.; André, J. M.: Electron Correlation in 
Csépes, Z. See Kapuy, E., 981 i 
Datzeff, A. B. — 
Structure of the Electron, 81 
ge 
lons, 
Hadii, D. See Kocjan, D., 1121; Solmajer, T., 945 
Han, Y-D. See Sun, C-C., 169 
Hansen, A. E. See Bouman, T. D., 595 ba 
ibe 
Bond Formation and Dissociation. II. 
Commutative Coupling Case, 905 


Van der Waals Molecules 
, Physical Properties, and 


1121; Solmajer, T., 


N. A. W. 
—; DiVincenzo, D. P.; Tatar, R. C.; Rabii, S.: Energy- 
band Structure and Charge Distribution 


G. See Au-Chin, T., 217 
M. 


ees oy D.: Algebraic Approach to Molecular 
Rotation- Vibration Spectra, 1679 


S., 
—; Weiner, B.; ‘Chen, Y.: AGP Propagator 


for the Number of Many-Particle 
tions, 1855 


Kothekar 
Bolis, G.; 


Rein, inthe DNA Hels and 


Numerical Solutions af Molecular 
‘Soe tion and Results for Singlet States 
leH*, 319 


Potentials of Clo, CINs, 
Leslee * See Altmann, S. L. 


Tne Dependent Demty Operator inthe Random 


Impulse Approximation: I. Connections with the 
“Generalized Sudden Approximation” for 


Particle-Hole Matrices, and Despagitens for the 
Initial S ate, te, 639 


Lavery, Corbin’ S., 1451 
Lee, D. M. 


t r py with Sound on Superfluid *He B, 1191 


rn S-Y.: Avoided Crossing and Intermediate 
States in Certain Photochemical 


Reactions, 1923 


AUTHOR INDEX 1991 
Hermana, M. R. Kibler, M. R. 
—; Langhoff, P. W.: Lowdin Partitioning in a Clebsch-Gordan Coefficients for Chains of Groups of 
Kieber-Emmons, T. See Shibata, M., 1283 
Sabljié, A.; Trinajetié, N.: Applicati 
"of Photoelectron Spectroscopy to Biologically 
Ahirichs, R.; Bohm, H.-J.: A'S ple Treatment of The Fragaénts-in-Molecules Method. Il. Fin 
; Bo A Si tment 
nitio tions ti Vv. 
Holmstrom, 8. See Lundqvist, B. 1.. 1083 of 
Carc Regions in Benzenoid 
aUg, 1223 3 
= jer, T.; Hododéek, M.; Hadi, D.: 
Conferrsational and 360 Studies of Hiydrony.2- 
Hitended Studies of Chister Modele of Konaka, 8. 
— HeTe, CaTe, and PbTe: Densities of — ee Scattering of ig Electrons 
Koski, W. 8. See Hariharan, P.C. 1493 
Point Mutations, 
Revema, S. See Shinagawa, Y., 477 
See Kapuy 881 
Laaksonen, L. See Hotokka, M., 1685 
deriéevic, Z. See Knop, J. V., 713 P.; Sundholm, D.: Two-Dimensional 
dian-Guo, Y. See Ruo-Zhuang, L., 491 ly Numerical Solutions of Molecular 
Jian-Guo, Y. (res. G.) Geo ico Shans, Schrédinger Equations. I. One-Electron 
Jing- Sce Le Min, L., 1305 
Pontes Slater-Type 
nter over 
Jonsson, B. See Romano, S., 991 
—; Swanstrgm, P.; Yeager, D. L.; J. ‘olymers, 
Multiconfigurational Nae =| Response Langhoff, P. W. See Hermann, M. R., 135 
Functions, 959 Langhoff, S. R. See Laskowski, B. C., 483 
Jug K —,; Jaffe, R. L.; Chong, D. P.: Use of Effective Core 
—; Mishra, P. C.: Single versus Double Insertion in a the 
on Intermolecular Carbene Reaction, 887 
= , P.: Towards a New ion of 
Julg, P. See Julg, A., 369 
Kaga otoionization and Electron Impact lonization; 
General Vesiation Method for the Relativistic 
Calculations of Atoms and Molecules, 973 
Kgkol, M. See Gutowski, M., 1843 
Kanda, K. See Nakatsuji, H., 387 
Kapuy, E. —,; Langhoff, S. R.; os P. E. M.: Theoretical 
—; Csépes, Z.; Kozmutza, C.: of the Determination of the X and A 
Many-Body Perturbation by Using Potentials of CsO Using Relativistic Effective 
Localized Grbital, 981 
Kashiwagi, H. See Miyoshi, E., 1753; Watanabe, Y., = 
Katriel, J. 
Reduction of the Excited State into the Ground State 
Pounce: Mulder J Studies in the Chu, S-Y.: Reactivity Comparison of O 
FPauncz, er, ies in u,S-T. vi omparison 0! ne- 
Configuration Interaction Method. II. Electron and Two-Electron Processes, 625 
Generating Functions and Recurrence Relations Lefebvre, R. ; : 
Symmetry Broken Self-Consistent Field 
Approximation for Coupled Oscillators, 543 
Kauder, L. R. Le-Min, L. See Changying, ., 1597 : 
tment jodi n, W.: on 
1355 —~ of Lanthanoid Compounds, 1305 
J.J. See P.C.,1 


AUTHOR INDEX 


—; Hellsing, B.; Holmstrom, S.; Nordlander, P.; 
Persson, M.; N¢rskov, J. K-: 
of Molecular Adsorption on Metal Surfaces, 1083 
Lundstrénm, I. 
—; Nylander, C.: Gating of 
itable Membranes, 1269 
Lunell, S. See Combs, L. L., 465 


M. 
—; Sanz, F.; , M.; L, 
Massa, L. rishberg, C., 85 
Mayer, I. 
Tow: a 


Ponsndent Hartree-Fock Theory, 405 
Semiclassical Time-Correlation Function 
to Collisional Energy Transfer into Many-A 
Systems, 551 
Miller, R. S. See Hariharan, P. 
inate See Chong, D. P., 1908; Matheriee, P. K., 


Mishes, P. C. See Jug, K., 887 
R. K. 


579 
Study of Degree of Co 3, 2), 


Tetewaki, H.; Nakamura, T.: Electronic Structure 
of Small Copper Clusters, 1201 


—; Palma, A.; Poulain, E.: ESCA Peak Intensities in 
the Dipole and Generalized 
ben Using Fourier Transforms of 


Polerisabilities Using 
Polarization Functions. II. 
Second- and Third-Order Perturbation 
Correlation Corrections to 
Mulder, J. J. C. See triel, J. 


N M. See T: 

N ura, T. See Mi 

Nakatsuji, H. 

—+; Hada, M.; Kanda, K.; Yonezawa, T.: Force in SCF 
Theories. First and Second Derivatives of the 

Potential Energy H ‘ace of Chemical 
ion Systems, 


Néray-Szabé, G. 

Unusually Large Electrostatic Field Effect of the 
Buried Aspartate in Serine Proteinases: Source 
of Catalytic Power, 723 


K., 1101 
B., 1201 


Approtimation as a Method vo Select 
Configurations for CI Calculations of Transition 
Ene 1011 

Necke 

Pourtivand Fifth Group Transition Metal 


C.A. 


—; Andriotis, A. N.: 

Chemisorbed A 
Niu, Z.-F. See Pan, D. 
Noguera, C. x Friedel, a. 1209 
No P. See Lundqvist, iy L, 1083 
Négrskov, J. See Lundqvist, B. L., 1083 
Novaro, O. 
Three-Body Nonadditive Effects for Hi 
Bonded Water Molecules: SCF _ 


Yeager, D. L.: 
igugation State Effi for Two- 
MCSCF State Imp iciency for 
Ini Transfe 


iu, -N.; Liu, S.-L.: Some New 
Nature of the Covalent Bond 
Based on ab initio Quantum-Chemical 


triel, J., 1855 
Pedrini, C. 
and he” 
inescent 
1025 


M., 1627 
Persico, See ‘Kouteck¢, V., 517 
Persson, M. See Lundqvist, B. I , 1083. 
Pe P. See 


ps, P. 
—; Davidson, E. Chemical ine Particles in 
Harmonic Potential, 1 
Piacentini, R. 
nen Factors in Atomic 


Poulain, 

Pounder, C. N. M. See 
Pucci, R See Baldo, M., 1111 
Pudzianowski, A. T. 


1992 
R. D. See lachello, F., 1679 
wd See Sun, C-C., 169 
chtepstein 1. See Gubanov, V. A., 1517 
iu, R. Z. See Ruo-Zhuang, L., 491 
iu, S.-L. See Pan, D.-K., 1945 
e, 4 itmann, S. 
Loew, G. H. See Pudzianowski, A. T., 1257 sttesiahien 
Ludefia, E. Vv. aides, of 
Thomas—Fermi Term as the Simplest Correction to 
the Weizsacker Term, 127 
Luger, P. See Yadav, J. S., 1433 
Maouche, B. Obara, S. See Miyoshi, E., 1753 
C. pounds by the > Method. L G ‘ Ohrn, Y. Jensen, H. J. AA., 
and Stabilities, 891 
Maradn, J. See Grinberg, H., 379 
Paldus, J. See Wilson, S., 1781 
Palma, A. See Morales, J., 417 
cWeeny, K. 
Some Remarks on Multiconfiguration Time- 
10. artin, M., 
Paul, J. 
—; Rosén, A.: Cluster Calculations of the H2O/ 
Pt(111) System, 1231 
—; Bhowmik, K.: Theory of Living State. VII. Bose~ 
Einstein-Like Ordering in Temperature and 
Electrostatic and Relaxation Effects in Ionization of 
- Molecular Dimers and Intermolecular 
653 
ev, U. 
i ions on Finely Divided Semiconductors, 
Pettersson, L. See Blomberg, M., 855 
M., 1843 
Postnikov, A. V. See Gubanov, V. A., 1517 
17 
Studies of Oxene 
Reactions with Organic Substrates: Reaction 
Paths on MNDO Enthalpy Surfaces— Models for 
Cytochrome P450 Oxidations, 1257 
See Corbin, S., 1451 
Purvis, G. D. See Adams, G. F., 437 
Purvis, G. D.ITI 
—,; Shepard, R.; Brown, F. B.; Bartlett, R. J.: Co, ° 
the Coupled Cluster Single and Double 
Excitation Model, 835 


Pyykké, P. See Hotokka, M., 1685; Laaksonen, L., 
309, 319 


Symmeiry Determined Orbital and Group Overlap 
Rabii, S. See Holzwarth, N. A. W., 1223 
| 
Properties. I. Chemical Shafts in 
Alkanes, 1 
ALE. See Kauder, L. R., 1355 

See K : 


énsson, B.; Karistrém, G.: Mon 
” Sim: ulations of Solid Nitrogen in the Isothermal 
Potential, 99 
Rovén, See Paul; 1231 
Roszak, S. See Sokalski, W. A., 847 
Ruo-Zhuang, 
= Yu, J. G.: Theoretical 
Study of the Effect of Substituents on 
ilic Addition to Olefins: Ab initio MO 
t= Decomposition, 491 
Ruo- L. (Li ) 
—; Shi-Jin, J.); ¥- (YuJ. G.): 
Molecular Orbital Study of 


Sadlej, A. J. 

in erated Many 
Electron Systems, 14 

Sanefelt Hand. N., 1047 


ci tate Properties of Some 
tive Stud: 
Potential 
Sanz, F. See Martin, 627 


Electron 
Schmidt, P. C. Ste Brickman, 3. 47 


Seybold, P. G. 

Shepard, R. See Purvis, G. D.III, 835 


r- 
Theoretical and Thermodynamic alues of 


Interconstituent Interactions in DNA, 1283 


AUTHOR INDEX 


Determinations for N: 
Application to Acetone, 
H.Jr. See Harmalkar, A., 811 


£.; Hariharan, P. C.; Kaufman, J. J.: 
SCF interaction 
Decomposition t for Basis Set 
Superposition Effect, 
- See Kocjan, 1121 
; i, D.: Ab Initio MO 


Sun, 
—; Han, Y-D. B-F.; -S.: Lie G: 
Unitary ‘ransformaiion BS in Ligand 


Tachibana, A. 

of the Quantum 
Takada. T. 1753 
Tanaka, K. 


Holawarth, N. A. W., 1223 

iyoshi, E., 1201 
Rayleigh-Schrédinger Perturbation 

-Electron Systems ‘artitioning of 
by of 5556 


de l’Algébre de Lie 
a 
—; Van U ede r de su 


Bats I'Etude des Systémes 
ts. II. Transformations de | 
bes, Problémes 1817 


1993 
Siegbahn, P. E. M. See Laskowski, B. C., 483 
Contracted ct Method Applied to Ns, 
Simas, A. M. See Harmalkar, A., 811 
Simons J. See Chuljian, D. T., 1723 
of the Memory from 
Eigenvalues Eigenvectors 
Equation, 4! 
Slanina, Z. 
Comets Isomerism and Quantum- 
| 1563 
Sequential Isomerism of Activated ae 
ttrup, S. uman, 1. D., Smeyers, Y. G. 
Revetllat, J. A. See Bertran, J., 587 = 
Riklund, R. See Stafstrom, S., 1363 
Elander, N Brndas, E.: Scattering in View of Smi 
IN. in View — 
the Titchmarsh-Wey] Theory, Sokalski, W. A. 
~~ Investigation of the Ethanolamine-Formic Acid 
Complex, 945 
Srivastava, V. See Chaturvedi, M., 1463 
Stafstrom, S. 
Riklund, R.; Chao, K. A: In ing Stereo- 
Suhai, 
Perturbation Theoretical Investigation of Electron 
Correlation Effects in Infinite Metallic and 
Semiconducting Polymers, 1239 
ilatranes, 
Ruséié, B. See Klasinc, L., 1667 and 
Field 
anstrgm, P. érgensen, P., 
Szezeéniak, M. M. See Scheiner, S., 739 
Szymanski, K. See Knop, J. V., 713 
Sawaryn, A. See Chojnacki, H., 729 —: Nagaoka. ! amabe lectron Localization 
Scheiner, S. 
em Electronic Rearrangements of Proton 
er in (H;NHOH,)*, 753 
—; SzezeSniak, M. M.; Bigham, L. D.: Ab Initio 
Study of Proton Transfers Including Effects of 
—; Burke, E. A.: Calculation of ns? i 
tching, Thomas, L. H. 
Tringjtié, N: Chemical Graph Theory. IV. On 
the Cyclic Polynomial, 1829 Tillieu, J. 
Shi-Jin, Z. (ZhengS. J.) See Ruo-Zhuang, Trickey, S. B. See Kauder, L. R., 1355 
Shinags Y.,.477 N:See Knop. 
wa, Y. . 
e —; Koyama, S.; Shinagawa, Y.: Molecular Geometry N. See Seibert, J., 1829 
Sieghahn, See Blomberg, M. 836; Habits, P. 


1994 


Turmo, J. See 


Tvaroéka, I. 
Kosar, Theoretical Studies on the 
Acetal Segment in Glycosides, 765 


Ulmer, W. 
Ona Unified Treatment of Diffusion and Kinetic 
Processes, 193 


Van Der Avoird, A. See Beets, W. J., 1091 


dae! 'illicu, J., "1807, 1817 
iste, A. See Hotokka, M., 
Voigt, B . See Bouman, T. D. 7 
F. See Convinashy, P., 1973 
Vecetich. H. See Grinberg, H., 379 


Wagner, A. J. 
Study of the Fock and the 
artree—Fock-Slater Method, 235 

Watanabe, Y. 

—; Kashiwagi, H.: Ab initio MO Calculations of 
Benzene + TCNE and Naphthalene + TCNE 
complexes with STO-3G a Basis Set, 1739 

Weiner, B. See Ty H. J. AA., 65 

Ww.M. Harmalkar, A., 811 


—; Jankowski, K.; Paldus, J.: poplicahiiity of Non- 


degenerate Ma Many- Body Pertur' to 
ite Electronic A Medel 


Winkler, P. 
Use of V'-" Potentials in Green’s Function 
Calculations, 1571 


Xiu-Zhen, W. See Le-Min, L., 1305 


Yadav, J.S. 

Quantum Chemical Studies on the Conformational 
Structure of Bacterial Pepti dog! V. 
Calculations on 6(1->4) Link: Diseccharide 
-Glucosamine and N-Acetyl 

Lager, P.: Studies of the 8(1--3) 

ed Disaccharide Component of the 
oe Active Pentasaccharide of the 
Forssman Antigen, 1433 
Yamabe, T. See K., 1101 


Yu, J. G. See Ruo-Zhuang, L., 491 


Zahradnik, R. See Hobza, P., 325 
Zaucer, M. See Boucekkine-Yaker, G., 365 
es ae De Mello, P. C., 425; Edwards, 


ication ni to 
Crystal Field Theory, 999 


Heats of Atomization of Some Conjugated Molecules 


Containing Ni Novel 
taining a 


|| AUTHOR INDEX 
4 
ation of 
a Yeager, D. L. See J¢r jensen, P., 959; Olsen, J., 789 
Yonezawa, T. See Nakatsu H., 387 


INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY, VOL. XXIII, 1995-1998 (1983) 


Subject Index to Volume XXIII 


Ab initio MO Calculation, 1739 
Ab initio self-consistent field for molecules, 1017 
Acetal 765 


Activated complexes, 1553 
Activated-complex theory, 1553 
Adsorption-complex, 1563 

Ag centers in NaCl, 1025 

AGP wave functions, 1047 

Ande 


Bacterial peptidoglycan, 
Bands of graphite, 1223 
Band structure calculations, 1317 


Boron-nitrogen compounds, 891 
i i ing, 1579 
Butadiene, 517 


Carbene reaction, 
Carbon- 13, 1707 
nic activity, 1683(A) 


© 1983 John Wiley & Sons, Inc. 


Charge density, 1 
Charge overlap effects, 1687(A) 
Charge-transfer, 577 
Chemical graph theory, 1829 
“Chemical” Hamiltonian, 341 
Chemical intermediates, 271 
Chemical potential, 185 
Chemical shifts, 1707 
Chemisorbed atoms, 561 

tical properties, 595 
Chlorophyll, 1407 
Chromosome banding, 1931 
CI calculations, 1011. 


models, 
CNDO/S parameters, 
and CNDO/2-V jy; potential calculations, 


465 

CoF¢, 1753 

Co—F bond, 1753 
Coherent excitation, 1589 


plementary pairs, 
Complete C1/(H2)2, 613 
Complex-coordinate method, 91 
Complex oy equations, 81 
Complex scaling 


Configuration interaction, 1855, 1869 
Configuration interaction ‘selection, 613 
Conformational studies, 1121 
Conjugated circuits, 1829 

Conjugated linear chains, 1065 
Conjugated molecules, 679 

Conjugation in polycyclic molecules, 1829 
Convergence, 257 

Coordinate rotation, 1723 

Copper clusters, 1201 

Core-electron binding energies, 1903 
Correlation effects, 147 

Correlation energy, 1869 

Correlation functions, 27 

Correlation hole, 249, 257 

Correlation in polymers, 1073 


Coupled pe: i 
Coupling coefficients, 115 


Ab initio calculations, 1945 
ic chains, 1355 Cl energy extrapolation, 613 
Anharmonic potentials, 1679 Classical limit, 99 
Antiferromagnetic, 1363 Clebsch-Gordan coefficients, 115 
Antiferromagnetic coupling, 425 Closed-shell atoms, 1 
Antisymmetrized geminal power, 65 Cluster calculations, 1517 
Aperiodicity in on, 1073 Cluster complex, 1563 
Aromatic epoxidation, 1257 
Aromatic hydroxylation, 1257 
Aspartate, 723 
Atomic charge, 341 
Atomic collisions, 567 
Atoms, 811 
—— plane wave, 1535 
ided crossing, 517 
voided crossings, photochemical reactions Coherent memory functions, 497 
a eae Collisional energy transfer, 551 
Color centers, 1025 
BaCg, 1223 Combination rules, 821 
Bay region, 1683{A) 
BeHg, 835 5d compounds, 459 
Benzene + TCNE complex, 1739 Compton profiles, 227, 811 
Benzeneid hydrocarbons, 713 Computer algebra, 953 
1,4-Benzodiazepin-2-ones, 1667 
p-Benzoquinone, 729 
Benzosemiquinone radicals, 477 
inuclear complexes, 425 
Bivariational 91 
Bond angle variation, 465 
. Bond correlation, 27 
Bond dissociation, 905 
o-Bonded systems, 535 
Bond formation, 905 
Born-Oppenheimer potential, 227 
Correlation operator, 1979 
Correlation perturbation series, 147 
Coulomb hole, 257 = 
Counterpoise correction terms, 341 
Carcinogenic bay regions, 713 Counterpoise method, 847 
Cartesian Gaussian functions, 1135 Coupled-cluster, 835 
Catalytic reactions, 855 Coupled-cluster <—~ 4 437 
Catecholamine-type ligands, 945 Coupled Hartree-Fock, 71 
CdTe, 1685(A) Coupled oscillators, 47, 543 
CH*, 1047 Coupled-pair many-electron theory, 1781 
Characteristic function method, 779 71 
Characteristic operators, 217 
1995 


Covalent 

Cr-Cr multiple 425 

pee n photochemical reactions, 1923 
Crystal field theory, 999 


Cuz, 1201 

Cu centers in NaCl, 1025 

'yclic polynomial, 1 

Cytochrome P450, 1257 


Decomposition, 847 

Density difference + om 753 
Density-functional, 1 

Density functional + 1915 
Density matrix of 

Density of states, 1317 

Density operator, 639, 1807 
Deuteron coupling constants, 1677 


Dine appro: roximation, 417 


hange, 
Direct c1, 1803 


Dispersion energies, 1687(A) 
ispersion energy, 325 

Dissipative molecular systems, 1505 
Dissipative processes, 663 
Dissipative system, 1579 

tion energies, 271 
Disubstituted benzenes, 577 
DNA mispairs, 1295 
DNA pairing, 1451 
DNA 1283 


localization, 1101 

Electron repulsion integrals, 1135 
Electron structure, 81 
Electrophilic addition, 491 
Electrostatic field effect, 723 

tatic potential, 723, 1121, 1451 
Empirical potential function, 729 
Energetic compounds, 1493 
Energy band calculations, 1535 
Energy-band structure, 1223 
Energy decomposition, 491 
Energy functional, | 
Energy handling in living systems, 1579 

partitioning, 341 
Enzymatic action, 1627 

reactions, 1589 
Equilibrium constant, 1969 
ESCA binding energies, 1903 
ESCA Peak intensities, 417 
Ethanolamine, 945 
Evolution operators, 1817 
Exc! lation energy, 1915 
Exc! effects, 1843 
Excitable membranes, 1269 
Excited state energy surface, 1695 
Excited states, 17 
Explosives, 1493 


437 
ragments-in-mo! 

Franck-Condon factor, 625 

Free cost, 687 

Full cl, 61 


Galactose, 1433 
Gauge invariant orbitals, 365 
Gaussian-type orbitals, 1469 
Generalized valence bond theory, 905 
Generating functions, 1855 
Generator coordinate, 1355 
— 765 

ient e correction, 1973 
Graphite, 
Green’s function calculations, 1571 
methods, 1687(A) 


Hartree-Fock theory, 1915 
Heats of atomization, 679 

Heats of reaction, 271 

HeH’*, 319 

Helium isoelectronic series, 1959 
Hellmann-Feynman force, 387 
Hermitian operators, 217 


internal rotations, 1091 


Homoge: 379 

Hubbard Hamiltonian, 

Hybrid bond orbitals, 92 

Hydration, 765 

Hydrogen atom, 379 

Hydrogen bond, 739, 753, 1611 

Hydrogen bonding enthalpies, 1283 

Hydrogenic centers, 1155 

Hydroxy- 2-aminotetralins, 1121 
coordi 


Improved virtual orbitals, 1571 
1155 
ndent observables, 1807 
INDO studies, 1305 
Induction energy, my 
Information entropy, 47 
Initial event, 1407 


1996 SUBJECT INDEX 
Covalency Eajonded basis set, 1677 
Externally contracted Cl, 1869 
FCN, 257 
Fermi hole, 257 
Feshbach resonances, 1723 
1869 
k’s law, 1931 
Fifth order, 981 
Finite-field calculations, 447 
First derivatives, 387 
Fluoranthene, 1505 
Fluorescence spectroscopy, 1505 
Fock operator, 235, 905 
Formic acid complex, 945 
Formula generation, 953 
Forssman antigen, 1433 
981 
Diamagnetic susceptibilities, 1677 
Diamond, 1165 
Dielectric function method, 1111 
Dislocation cores, 1057 : 
Disordered polymer chains, 1073 
Hg, 319 
Harmonic oscillator, 379 
Harmonic potential, 185 
Doped semiconductors, 1155 Hartree—Bogoliubov-Valatin, 905 
Double insertion, 887 Hartree-Fock, 235, 1979 
Drug-receptor interaction, 1969 Hartree-Fock calculations, 1959 
Hartree-Fock-Slater, 235 
Effective core potentials, 875 
Electric dipole, 1677 
Electron capture, 567 
Electron correlation, 147, 633, 1781 
Electron density, 1, 1891 
Electron gas theory, 1915 
Electronic rearrangements, 753 Heterogeneous catalysis, 1563, 1563 
Hexachloroiridates, 459 
HF izability, 447 
ilbert space, 
Hindered 
Hypervirial theorems, 915 
Insertion for BeHo, 835 


SUBJECT INDEX 


Interaction ene 1687(A) 
Interactions in erg INA, 1283 


Intermolecular interactions, 341, 821 
Internally folded densities, 811 
Interpretation of quantum 
Intramolecular 1,3 


N 1441 
N-acetyl muramic acid, 1441 
NaCl impurities, 1025 

NaF, 1843 


Nitrogen dimers, 1091 
Nitrogen solid, 991 

NMR chemical shifts, 633 
NMR spectra, 1707 
Nonlinear effects, 
N representability, 399 
ns? configurations, 1959 
Nuclear shielding, 633 


ection, 


LCAO Hamiltonian, 341 
LCAO SCF MO, 1753 
Lig, 1047 

Lie algebra, 1807, 1817 
Lie group chains, 169 
Lie groups, 169 

LiF, 1843 


Magnesium porphine 

Magnetic interactions, 1517 

Magnetic quantities, 71 

Magnetic susceptibilities, 365 

Many-body perturbation theory, 981, 1781 
Many body theory, 1571 

Many center integrals, 1135 
wave function, 27 


Mad 


lene radical, 

3-Methyl-fentanyl, 1597 

Methyl fluoride solvolysis, 587 

Mitochondrial monoamine oxidase, 1627 

Mitomycin C, 729 

Model’ period 355 1493 
lel periodic systems, 1 

MO indices, 1609 Poly(dT)-poly(dA)-poly(dT), 1451 

Molecular i 083 Pol 


1 
Molecular crystals, 1091 
Molecular dimers, 653 


1997 
; Molecular partition function, 1969 
In | evaluation, 1135 Molecular patt ition, 1931 
Molecular polarizabilities, 447 
Molecular properties, 147 
Intermediate states, and avoided crossings in v 
MO theory, 679 
photochemical reactions, 1923 ms X,, codes, 1025 
Intermolecular complencs, 653 Muiticonfigurational Hartree-Fock, 405, 959 
x -x Intermolecular interaction, 1739 Multireference Cl, 1869 
Mutations, 1295 
369 
Intrinsic time, 1505 Na atom, 1973 
lonicity of bond, 1753 
Ionization of dimers, 653 
Ionization potential, 1677, 1903 
Ion permeability, 1269 
1505 NaF perf Is, 1843 
rsible processes, perfect crystals, 1 
Isobaric ensemble, 991 a. + TCNE complex, 1739 
Isomerism, 1553, 1563 N- 'y bosons, 249 
Isothermal-isobaric ensemble, 991 Ni(CHs)e, 855 
NiHo, 855 
Nitroexplosives, 1493 
Kernel, 379 
Keto-enolic tautomerism, 587 
Kinetics, 1931 
Koopmans theorem, 875 
1385 
basis, 135 
Lanthanoid compounds, 1305 
Large configuration state function, 789 ) 
Lattice dynamics, 1355 
Olefins, 491 
One-dimensional chain, 1101 
One-electron correlation ae, 1979 
LiF perfect crystals, 1843 -electron processes, 
Ligand field theory, 169 ——— 1677 
Linear hydrogen chains, 1179 ane, 135 
Linear polyenes, 1111 Optical potentials, --- 
Linked disaccharide, 1433 Optical oot. 
Localization, 1463 
Localized orbital, 595, 981 — 
Léwdin a-function, 953 — 1257 1257 
Léwdin partitioning, 135, 1655 mechanism, 
Lowest '4nx* states, 1695 
Partitioning, 135 
Partitioning of configurations, 1655 
Path integral, 379 
PbTe, 1685(A) 
Paton Ho, 855 
( 2 
1441 
Perturbation corrections, 1903 
Perturbation theory, 875, 1655 
Perturbed many-electron systems, 147 
Phase 
MCSCF, 7 Pheoporphine, 1 
MC-TDHF, 405 Photochemical reactions, avoided crossings and 
Metallic polymers, 1239 intermediate states, 1923 
Metal surfaces, 1083 Photoelectron pce 561, 1667 
2-Methoxytetrahydropyran, 765 Photoemission spectra, 1317 
Methylene amidogen, 437 Photoionization, 639 
orphyrin, i 
otential energy 
P. ial hypersurface, 387 
Potential surface, 507 
Molecular interaction, 1803 Propagator, 


SUBJECT INDEX 


Quadrupole coupling constants, 1677 
Quadrupole moment, 1677, 1891 
Quantum-chemical calculations, 1945 
Quantum dynamics, 47 

Quantum mechanical state, 195 
Quantum mechanics, 99, 369 
Quantum system, 1817 
Quasidegeneracy, 1781 

Quasispin, 169 

Quotient space, 379 


Racah method, 999 

Random impulse approximation, 
Random phase approximation, 595 
Random-walk theory, 1463 


perturbation theory, 959, 1655 


Reactivity, 625 

Reactivity indexes, 1969 

Recurrence relations, 1855 

Reduced first order density, 127 
Reductive elimination, 855 
Relativistic calculations, 973 
Relativistic corrections, 459 
Relativistic effective core potentials, 483 
Relativistic extended Hiickel, 1685(A) 
Relaxation effects, 653 

Resonance energies, 1571, 1829 
Resorcinol, 477 

Response functions, 959 

Rotating diatomic molecules, 1679 
Rotation-vibration spectra, 1679 
Rotatory intensities, 595 

RPA calculations, 1111 


Saccharides, 765 

Scaling with the atomic number, 1017 
Scattering states, 135 

Scattering theory, 865 

SCF interaction energy, 847 

Screening constants, 365 

Second approximation, 1891 
Second derivatives, 387 

Second order density matrix, 27 
Self-consistent field, 1979 


Semiempirical parameters at atomic level, 1017 
Separation of variables, 663 


Single insertion, 887 
Site—site potential, 821 
Slater-type integrals, 953 
Small molecules, 1695 

Solid HgTe, 1685(A) 

Solid nitrogen, 99 

Solid state 1165 


“Stability” of quantum mechanics, 195 
Stabilization energy, 271 

Static excitation, 1589 
Statistical theory, 1505 
Stereo-irregular chains, 1363 
Steric hindrance, 271 

Stochastic methods, 473 
STO-3G z-split basis set, 1739 
Structure—activity, 1597 
Structure-activity relationships, 1969 
Sudden 417, 639 
Superfluid *He B, 1191 

Super- Hamiltonian, 1767 
Supersecular equation, 1767 
Surface, 1231 

Symmetry breaking, 663 
Symmetry broken SCF, 543 
Symmetry dilemma, 91 
Symmetry orbitals, 1479 
Synthesis error, 687 

Synthesis of biomolecules, 687 


Third-order MCSCF, 789 
Thomas—Fermi, 127 
Thomas—Fermi-Dirac, 1973 
Three-body effect, 1611, 1803 
Three-center STO integrals, 953 
TiC, 1535 

Time- correlation, 55 

Time-dependent 405 
Time evolution, 47 

TiN, 1535 

TiO, 1535 

Titchmarsh-Weyl theory, 865 
Total weight, 1855 

Transition energies, 1011 
Transition metal m 

Transition operator method, 1903 
Transiation factors, 567 

Triple stranded helix, 1451 

Triplet oxene, 1257 

Tungsten trioxide, 459 

Tunneling, 543 

Two-dimension Schrédinger equation, 309, 319 
Two-electron integral transformations, 789 
Two-electron processes, 625 


Unitary group, 217, 999 
Unprotonated Schiff base, 517 


Valence bond theory, 905, 921 

Van der Waals interaction, 613 

Van der Waals molecules, 1091 

—, quantum chemistry, 325 
Variational principle, 1767 

Variation metnod, 973 
Variation—perturbation method, 1767 


VB theory, 679 

Vertical and adiabatic transition energy, 1695 
Vertical ionization, 875 

Vibrations of membranes, 1589 


Wave packets, 47 
Weizsacker term, 127 
Wiener index, 1683(A) 
Without matching, 1959 


Xe approach, 1517 
Xa approximation, 1915 
X,, cluster calculations, 1517 


X-ray emission spectra, 1317 


1998 
Propagator , 1571 
Proton — 739, 753 
Pseudopotential, 1017 
Purine—purine, 1295 
Self-energy, 1111 
Semiconducting polymers, 1239 
Semiconductors, 1529 
Sequential isomerism, 1553 
Serine proteinases, 723 
Shallow impurities, 1155 
2P shape resonances, 1723 
Shell structure, 1973 
Silatranes, 1609 Irial, 
Silica, 1165 Virial theorem, 227 
Virtual orbitals, 257 
Virtual orbital space, 789 
Water, 1231 
Water chain intervention, 587 
Water-trimer, 1803 
Wave function calculations, 1959 
Solid surfaces, 1563 
Solitonlike phenomenon, 195 
1931 
Solvated systems, 1611 
1508 
Spectroscopy with sound, 1191 
Spir-spin coupling, 1033 
Stability, 271 


International Journal of 


Quantum Chemistry 
Volume XXIII, 1983 


HONORARY EDITORIAL BOARD 


Robert S. Mulliken Gerhard Herzberg 
Chicago, Illinois Ottawa, Canada 


EDITORIAL OFFICE 


Editor-in-Chief: 


Per-Olov Léwdin 
Uppsala, Sweden and Gainesville, Florida 


Editors: 


Jean-Louis Calais Yngve Ohrn 
Uppsala, Sweden Gainesville, Florida 


Associate Editors: 


Osvaldo Goscinski John R. Sabin Michael Zerner 
Uppsala, Sweden Gainesville, Florida Gainesville, Florida 


Editorial Board: 


R. Daudel M. Kotani J. A. Pople 

Paris, France Tokyo, Japan Pittsburgh, Pennsylvania 
K. Fukui R. McWeeny B. Pullman 

Kyoto, Japan Sheffield, England Paris, France 

J. O. Hirschfelder R. G. Parr C. C. J. Roothaan 
Madison, Wisconsin Chapel Hill, North Carolina Chicago, Illinois 

L. Jansen R. Pauncz H. Shull 

Geneva, Switzerland Haifa, Israel Bloomington, Indiana 


an Interscience® Publication, published by JOHN WILEY & SONS 


ADVISORY EDITORIAL BOARD 


G. G. Hall J. Ladik K. Ohno K. Ruedenberg 
A. v. d. Avoird F. E. Harris W. Lester A. Ovchinnikov _H. F. Schaefer III 
C. Ballhausen A. C. Hurley J. Linderberg J. Paldus K. Schwarz 
Sadhan Basu K.-H. Hsu R. Manne S. Peyerimhoff —_ 1. Shavitt 
A. Dalgarno J. VHaya F. A. Matsen H. Preuss M. Simonetta 
E. Davidson J.J. Kaufman H. McIntosh 1. Prigogine A.C. Tang 
|. Fischer-Hjalmars W. Kolos D. Micha A. Pullman H. Taylor 
R. Flannery J. Koutecky W. Miller P. Pyykko P. Van Leuven 
A. A. Frost W. Kutzelnigg K. Morokuma B. Roos A. Veillard 
F. A. Gianturco 


J. M. André 


The /nternational Journal of Quantum Chemistry (ISSN 0020-7608) is published monthly 
in six issues per volume plus symposia by John Wiley & Sons, Inc. Copyright © 1983 by John 
Wiley & Sons, Inc., 605 Third Avenue, New York, New York 10158. All rights reserved. Re- 
production or translation of any part of this work beyond that permitted by Sections 107 or 
108 of the United States Copyright Law without the permission of the copyright owner is un- 
lawful. Second-class postage paid at New York, New York, and at additional mailing of- 
fices. 

The code and the copyright notice appearing at the bottom of the first page of an article in this 
journal indicate the copyright owner’s consent that copies of the article may be made for personal 
or internal use, or for the personal or internal use of specific clients, on the condition that the 
copier pay for copying beyond that permitted by Sections 107 or 108 of the U.S. Copyright Law. 
The per-copy fee for each article appears after the dollar sign and is to be paid through the 
Copyright Clearance Center, Inc., 21 Congress St., Salem, MA 01970. (The fee for articles 
published prior to 1978 is $1.00 per article.) This consent does not extend to other kinds of 
copying, such as copying for general distribution, for advertising or promotional purposes, for 
creating new collective work, or for resale. Such permission requests and other permission in- 
quiries should be addressed to the publisher. 

Subscription price: $485.00 per year. Postage and handling outside U.S.A.: $48.00 
by surface; $158.00 by air. Allow four weeks to process a change of address. Back numbers, 
microfilm, and microfiche are available for previous years. Request price list from publisher. 
Postmaster: Send address changes to Subscription Department, John Wiley & Sons, Inc., 605 
Third Avenue, New York, New York 10158. 

Claims for undelivered copies must be made no later than three months following the month 
of publication. Missing copies will be supplied when losses have been sustained in transit and 
where reserve stock will permit. 

The contents of this journal are indexed by the following: Current Contents/Physical, Chemical 
and Earth Sciences; Science Citation Index; Chemical Abstracts; and Chemical Titles. 
Manuscripts should be submitted in triplicate to Professor P.-O. Lowdin, Quantum Chemistry 
Group, University of Uppsala, Box 518, S-75120, Uppsala 1, Sweden. All other correspondence 
should be addressed to the Journals Department, John Wiley & Sons, Inc., 605 Third Avenue, 
New York, New York 10158, U.S.A. 


International Journal of 
QUANTUM CHEMISTRY 


Contents for Volume XXIII, 1983, Nos. 1-6 
Issue No. 1, January 1983 


Proceedings of the 
Fourth International Congress in Quantum Chemistry 
Contributed Papers, Part I 


New Method for the Direct Calculation of Electron Density in Many-Electron 
Systems. I. Application to Closed-Shell Atoms 
B. M. Deband S. K. Ghosh 


Characterization of Bond and Current Correlation Structures in a Molecular 
Many-Electron Wave Function 
H. Fukutome and K. Hashimoto 


Quantum Dynamics of Wave Packets on Phase Space Cells in Nonlinearly 
Coupled Oscillators 
J. Brickmann and P. C. Schmidt 


AGP Propagator Calculations 
H. J. Aa. Jensen, B. Weiner, and Y. Ohrn 


Integrals /,, and /,, Used in the Computation of Magnetic Quantities by 
Means of the McWeeny Coupled Perturbation Method 
A. Baba-Ahmed and J. Gayoso 


Density Matrix Equation for Crystals 
C. Frishberg and L. Massa 

Some Analytical Properties of the Dilated SCF Equations 
P. Froelich and E. Brandas 


Clebsch-Gordan Coefficients for Chains of Groups of Interest in Quantum 
Chemistry. III. The Point Symmetry Groups 


1 
27 
47 
71 
Structure of the Electron 

Classical Limit of Quantum Mechanics in the Large 


Léwdin Partitioning in a Lanczos Basis: Applications to Scattering States 
M. R. Hermann and P. W. Langhoff 
Correlation Effects in Externally Perturbed Many-Electron Systems 


Lie Groups and Unitary Transformations in Ligand Field Theory 
C-C. Sun, Y-D. Han, B-F. Li, and Q-S. Li 

Chemical Potential for Harmonically Interacting Particles in a Harmonic 
Potential 
P. Phillips and E. R. Davidson 

Concept of the “Stability” of the Quantum Mechanical State 
A. Tachibana 

Characteristic Operators and Unitarily Invariant Decomposition of Hermitian 
Operators 
T. Au-Chin and G. Hong 


Interatomic Forces and Compton Profiles 


Correlation Hole for an Exactly Solvable Problem 
L. Cohen and C. Frishberg 


Effect of Modified Virtual Orbitals on Local Coulomb Correlation Holes in 
FCN 
1. L. Cooper and C. N. M. Pounder 


Stability of Chemical Species 


Two-Dimensional Fully Numerical Solutions of Molecular Schrodinger 
Equations. I. One-Electron Molecules 
L. Laaksonen, P. Pyykké, and D. Sundholm 


Two-Dimensional Fully Numerical Solutions of Molecular Schrodinger 
Equations. II. Solution of the Poisson Equation and Results for Singlet 
States of Hp and HeH* 

L. Laaksonen, P. Pyykké, and D. Sundholm 


Van der Waals Molecules: Quantum Chemistry, Physical Properties, and 
Reactivity i 
P. Hobza and R. Zahradnik 

Information for Contributors 


iv VOLUME CONTENTS 
Thomas-Fermi Term as the Simplest Correction to the Weizsacker Term 
. 169 
. 185 
. 
Comparative Study of the Hartree-Fock and the Hartree-Fock-Slater Method 
257 
319 


Issue No. 2, February 1983 


Towards a “Chemical” Hamiltonian 


Ab initio Calculation of Magnetic Susceptibilities and Screening Constants 
Using Gauge Invariant Gaussian Orbitals 
G. Boucekkine-Yaker, A. Boucekkine, M. Zaucer, and G. Berthier 


Towards a New Interpretation of Quantum Mechanics? 
A. Julg and P. Julg 


Some Remarks on the Hydrogen Atom 
H. Grinberg, J. Mararion, and H. Vucetich 


Force in SCF Theories. First and Second Derivatives of the Potential Energy 
Hypersurface of Chemical Reaction Systems 
H. Nakatsuyi, M. Hada, K. Kanda, and T. Yonezawa 


Approach to N Representability 
H. Guo and A-C. Tang 


Some Remarks on Multiconfiguration Time-Dependent Hartree-Fock Theory 


ESCA Peak Intensities in the Dipole and Generalized Sudden Approximations 
Using Fourier Transforms of GTO’s 
J. Morales, A. Palma, and E. Poulain 


Cr-Cr Multiple Bonding in Binuclear Complexes 
P. Corréa de Mello, W. D. Edwards, and M. C. Zerner 


Electronic Structure and Vertical Excitation Spectrum of Methylene Amidogen 
CH2N 
G. F. Adams, D. R. Yarkony, R. J. Bartlett, and G. D. Purvis 


Finite-Field Calculations of Molecular Polarizabilities Using Field-Induced 
Polarization Functions. II. Second- and Third-Order Perturbation 
Correlation Corrections to the Coupled Hartree-Fock Polarizability of 
HF 
P. K. Mukherjee, T. Minato, and D. P. Chong 


Incidence of the Relativistic Corrections in Electronic Properties of 5d 
Compounds: MS-X ,, Calculations on Hexachloroiridates (III and IV) and 


Tungsten Trioxide 
H. Chermette, P. Pertosa, A. Goursot, and E. Penigault 


SCF and MC-SCF Study of CO? with Bond Angle Variation 
L. L. Combs and S. Lunell 


VOLUME CONTENTS v 
Part Il 
365 
387 
417 
437 
447 


VOLUME CONTENTS 


Short-Time Description of Chemical Reaction by Stochastic Methods 
T. Fonseca, J. A. N. F. Gomes, and P. Grigolini 


Molecular Geometry of Benzosemiquinone Radicals: Radicals from Resorcinol 
and Its Derivatives 
Y. Shinagawa, S. Koyama, and Y. Shinagawa 


Theoretical Determination of the X22* and A7II Potentials of CsO Using 
Relativistic Effective Core Potentials 
B. C. Laskowski, S. R. Langhoff, and P. E. M. Siegbahn 


Theoretical Study of the Effect of Substituents on Electrophilic Addition to 
Olefins: Ab initio MO Approach with Energy Decomposition 
R. Z. Liuand J. G. Yu 


Calculation of the Coherent Memory Functions from the Eigenvalues and 
Eigenvectors of the Corresponding Stationary Schrédinger Equation 


Potential Energy Surface Determinations for Nonrigid Molecules: Application 
to Acetone 
Y. G. Smeyers and M. Nieves Bellido 


Avoided Crossing of Molecular Excited States and Photochemistry: Butadiene 
and Unprotonaied Schiff Base 
V. Bonacié-Koutecky and M. Persico 


The Fragments-in-Molecules Method. II. FIM Method for o-Bonded Systems 
M. Klessinger 


Symmetry Broken Self-Consistent Field Approximation for Coupled Oscillators 
R. Lefebvre 


Semiclassical Time-Correlation Function Approach to Collisional Energy 
Transfer into Many-Atom Systems 


Photoelectron Spectroscopy of Chemisorbed Atoms 
C. A. Nicolaides and A. N. Adriotis 


Translation Factors in Atomic Collision 
R. D. Piacentini 


Core Hole Induced Charge-Transfer Reactions in Disubstituted Benzenes 
H. Agr 


Water Chain Intervention in Hydrolytic and Tautomeric Reactions 
J. Bertran, A. Lledés, and J. A. Revetllat . 


Large-Scale RPA Calculations of Chiroptical Properties of Organic Molecules: 
Program RPAC 
T. D. Bouman, A. E. Hansen, B. Voigt, and S. Rettrup 


vi 
477 
483 
491 
507 
517 
- 
595 


VOLUME CONTENTS 


Routes to Full cr through Extrapolation in Multireference Configuration 
Calculations for Electronic Structures 


Reactivity Comparison of One-Electron and Two-Electron Processes 
Calculation of NMR Chemical Shifts. III. Configuration Interaction Effects 


Time-Dependent Density Operator in the Random Impulse Approximation: I. 
Connections with the “Generalized Sudden Approximation” for 
Photoionization and Electron Impact Ionization; and II. Relevance to 
Reduced Density Operators, Particle-Hole Matrices, and Propagators for 
the Initial State 


Electrostatic and Relaxation Effects in Ionization of Molecular Dimers and 
Intermolecular Complexes 


Time-Dependent Schrodinger Equations: Symmetry Breaking, Separation of 
Variables, and Nonlinear Effects 


Hearts of Atomization of Some Conjugated Molecules Containing Nitrogen or 
Oxygen by a Novel Semiempirical Method 


Thermodynamic Aspects on Accuracy in the Synthesis of Biomolecules 

Comments on the Bose Condensation of Phonons in the Biological Systems 
R. Chatterjee, J. A. Tuszynski,and R. Paul ................000005- 709 

Computer Generation and Indentification of Carcinogenic Bay Regions in 

Benzenoid Hydrocarbons 

J. V. Knop, K. Szymanski, Z. Jerizevié, and N. Trinajstié ............. 713 


Unusually Large Electrostatic Field Effect of the Buried Aspartate in Serine 
Proteinases: Source of Catalytic Power 


Interaction of p-Benzoquinone and Mitomycin C with Complementary Base 

Pairs 

Ab initio Study of Proton Transfers Including Effects of Electron Correlation 

S. Scheiner, M. M. Szczesniak, and L. D. Bigham ................... 739 


Energetics and Electronic Rearrangements of Proton Transfer in 
(H3NHOH2)* 


vii 


VOLUME CONTENTS 


Theoretical Studies on the Conformation of Saccharides. V. Hydration of the 
Acetal Segment in Glycosides 
1. Tvaroska and T. Kozar 

Issue No. 3, March 1983 


Part Ill 


Exponential Factor Optimization in Characteristic Function Method for Electrically 


Effective Handling of a Large Configuration State Function Expansion for an MCSCF 
State and Improved Efficiency for Two-Electron Integral Transformations in 
MCSCF 
J. Olsen and D. L. Yeager 


Momentum Space Properties of Atoms 
A. Harmalkar, A. M. Simas, V. H. Smith, Jr., and W. M. Westgate 


A Simple Treatment of Intermolecular Interactions: Synthesis of Ab initio Calculations 
and Combination Rules 
J. Hoinkis, R. Ahlrichs, and H.-J. Bohm 


C2, Insertion Pathway for BeH2: A Test Problem for the Coupled-Cluster Single and 
Double Excitation Model 
G. D. Purvis III, R. Shepard, F. B. Brown, and R. J. Bartlett 


Improved SCF Interaction Energy Decomposition Scheme Corrected for Basis Set 
Superposition Effect 
W. A. Sokalski, S. Roszak, P. C. Hariharan, and J. J. Kaufman 


Contracted CI Calculations of Models for Catalytic Reactions Involving Transition 
Metals 
M. Blomberg, U. Brandemark, L. Pettersson, and P. Siegbahn 


Scattering in View of the Titchmarsh-Weyl Theory 
M. Rittby, N. Elander, and E. Brandas 


Use of Effective Core Potentials in Perturbation Corrections to the 
Theorem: Vertical Ionization Potentials of Clz, CIN3, and CINCO 
S. R. Langhoff, R. L. Jaffe, and D. P. Chong 


Single versus Double Insertion in a Simple Intermolecular Carbene Reaction 
K. Jug and P. C. Mishra 


Quantum Study of the Ground State of a Series of Unsaturated Boron- Nitrogen 
Compounds by the MNDO Method. I. Geometries and Stabilities 
B. Maouche and J. Gayoso 


Ordinary Field-Theoretic Methods for Self-Consistent Wave Functions which Describe 
Bond Formation and Dissociation. I]. Commutative Coupling Case 
W. B. England 


viii 

Charged Particles 

789 
821 
835 
847 
855 
891 
905 


VOLUME CONTENTS 


Hypervirial Theorems for Some Simple Quantum Chemistry Systems 
F. M. Fernandez and E. A. Castro 


Recent Advances in Simple Valence-Bond Theory and the Theory of Hybrid Bond 


Ab initio MO Investigation of the Ethanolamine-Formic Acid Complex 
T. Solmajer, M. Hodoséek, and D. Hadzi 


-Generated Formulas for Some Three-Center Molecular Integrals over 


Multiconfigurational Hartree-Fock Response Functions 
P. Jg¢rgensen, P. Swanstrgm, D. L. Yeager, and J. Olsen 


General Variation Method for the Relativistic Calculations of Atoms and Molecules 


Application of the Many-Body Perturbation Theory by Using Localized Orbitals 
E. Kapuy, Z. Csépes, and C. Kozmutza 

Monte Carlo Simulations of Solid Nitrogen in the Isothermal-Isobaric Ensemble with 
an Ab initio SCF-CI Potential 
S. Romano, B. Jonsson, and G. Karlstrém 


Application of the Unitary Group Approach to Crystal Field Theory 


Cumulative B, Approximation as a Method to Select Configurations for CI 


Electronic Structure and Luminescent Properties of Cu* and Ag* Impurity Centers in 
NaCl 


Transmission Mechanisms of Spin-Spin Coupling Constants within the CHF 
Approximation: Their Study Using Inner Projections of the Polarization 
tor 
A. R. Engelmann and R. H. Contreras 


Application of AGP Wave Functions to the Ground States of Liz and CH* 
N. Elander, E. Sangfelt, H. Kurtz, and O. Goscinski 


Structure of Dislocation Cores in the Silicon Crystal 
S. L. Altmann, A. Lapiccirella, and K. W. Lodge 


Exchange, Correlation, and Band Gaps in Conjugated Linear Chains 
J. M. André, J. L. Brédas, B. Thémans, and L. Piela 


Treatment of Aperiodicity and Correlation in Polymers 


ix 
Com puter 

Slater-Type Orbitals 
1011 
Scaling in Pseudopotential Theory 
1033 


VOLUME CONTENTS 


Theoretical Studies of Molecular Adsorption on Metal Surfaces 
B. 1. Lundqvist, B. Hellsing, S. Holmstrim, P. Nordlander, 
M. Persson, and J. K. Nérskov 


Hindered Internal Rotations in Van der Waals Molecules and Moiecular Crystals 
W. J. Briels, J. Tennyson, M. Claessens, Th. Van der Lee, and 


Electron Localization in a Finite One-Dimensional Chain 
K. Tanaka, M. Nagaoka, and T. Yamabe 


Excited States of Linear Polyenes in the SCF-RPA Method 
M. Baldo, R. Pucci, and P. Tomasello 


Issue No. 4, April 1983 


Introduction 
Inga Fischer-Hjalmars 


Conformational and MO Studies of Hydroxy-2-Aminotetralins 
D. Kocjan, T. Solmajer, M. Hodoscek, and D. Hadzi 


Integral Evaluation Algorithms and Their Implementation 
D. Hegarty and G. Van Der Velde 


Clustered Hydrogenic Centers in Impure Semiconductors 
K. A. Chao and K.-F. Berggren 


CNDO/S Parameters of C,O, and Si for Solid State Calculations 
P. Deak 


Electron Correlation in Linear Hydrogen Chains 
J. G. Fripiat, J. Dehalle, and J. M. André 


Spectroscopy with Sound on Superfluid >He B 


Electronic Structure of Small Copper Clusters 
E. Miyoshi, H. Tatewaki, and T. Nakamura 


Some Considerations on U., Values Entering the Hubbard Hamiltonian 
J. Friedel and C. Noguera 


Energy-band Structure and Charge Distribution for BaC, 


N. A. W. Holzwarth, D. P. DiVincenzo, R.C. Tatar,and§. Rabu .... 


Cluster Calculations of the HyO/Pt(111) System 
J. Paul and A. Rosén 


Perturbation Theoretical Investigation of Electron Correlation Effects in 
Infinite Metallic and Semiconducting Polymers 
S. Suhai 


x 
Part IV 
1223 
1239 


VOLUME CONTENTS 


Mechanistic Studies of Oxene Reactions with Organic Substrates: Reaction 
Paths on MNDO Enthalpy Surfaces— Models for Cytochrome P450 
Oxidations 
A. T. Pudzianowski and G. H. Loew 


Electrostatics and Gating of Excitable Membranes 
I. Lundstrém and C. Nylander 


Comparison of Theoretical and Thermodynamic Values of Interconstituent 
Interactions in DNA 
M. Shibata, T. Kieber-Emmons, and R. Rein 


Possible Incorporation of the Purine-Purine Mispairs in the DNA Helix and 
the Interpretation of the Transversion-Type Point Mutations 
V. Kothekar, G. Bolis, and R. Rein 


INDO Studies on the Electronic Structure of Lanthanoid Compounds 
L. Le-Min, R. Jing-Qing, X. Guang-Xian (K. H. Hsu), 
and W. Xiu-Zhen 


Recent Investigations on the Electronic Structure of the Fourth and Fifth 
Group Transition Metal Monocarbides, Mononitrides, and Monoxides 
A. Neckel 


Generator Coordinate Treatment of Some Model Periodic Systems 
L. R. Kauder, A. K. Ray, and S. B. Trickey 


Interacting Stereo-irregular Chains: A Model for Conducting Polymers 
S. Stafstrém, R. Riklund, and K. A. Chao 


8-Lactam Ring Stability and Antibacterial Potency: A Novel Eigenvalue 
Problem 
R. H. Davies and T. R. Morris 


Electronic Structure of Model Chlorophyll Systems 
W. D. Edwards and M. C. Zerner 


Conformational Studies of the 8(1 — 3) Linked Disaccharide Component of 
the Immunologically Active Pentasaccharide of the Forssman Antigen 
J. S. Yadav and P. Luger 


Quantum Chemical Studies on the Conformational Structure of Bacterial 
Peptidoglycan. V. PCILO Calculations on 8(1 — 4) Linked Disaccharide 
of N-Acetyl-Glucosamine and N-Acetyl Murarnic Acid 


Molecular Electrostatic Potential of a Triple Stranded Helix: 
Poly(dT)-Poly(dA)-Poly(dT) 
S. Corbin, R. Lavery, and B. Pullman 


Random-Walk Theory for Localization 
M. Chaturvedi and V. Srivastava 


xi 
1257 
1283 
1295 
1305 
1317 
:: 
1385 
1433 

1451 


xii VOLUME CONTENTS 


Evaluation of GTO Molecular Integrals 

Symmetry Determined Orbital and Group Overlap 

1479 


Ab Initio MODPOT/VRDDO/MERGE Calculations on Energetic Compounds. 
III. Nitroexplosives: Polyaminopolynitrobenzenes (Including DATB, 
TATB, and Tetryl) 
P. C. Hariharan, W. S. Koski, J. J]. Kaufman, and R. S. Miller ........ 1493 


Irreversibility, Time, and Fluctuations in Quantum Statistical Theory of 
Dissipative Molecular Systems. II. Application to Fluorescence 
Spectroscopy 


Cluster X,, Approach to Magnetic Interactions and Phase Transitions in 
Solids 


V. A. Gubanov, A. I. Liechtenstein, and A. V. Postnikov ............. 1517 
Photoreactions on Finely Divided Semiconductors 

Electron Densities and Chemical Bonding in TiC, TiN, and TiO Derived 

from Energy Band Calculations 


Sequential Isomerism of Activated Complexes: Interfering versus 
Noninterfering Intermediate 


Adsorption-Complex Isomerism and Quantum-Chemical Studies in 

Heterogeneous Catalysis 


Use of V-S~! Potentials in Green’s Function Calculations 


Theory of Living State. VII. Bose-Einstein-Like Ordering in Temperature 
and Time Domain 


Evidence for Coherent Excitation in Biological Systems 


Structure-Activity Relationship and the Mechanism of Analgesia of the 
Analgesic Drug 3-Methyl-Fentany! and Its Analogs 


VOLUME CONTENTS 


Molecular Orbital Study of the Relationship between Electronic Structure 
and Toxicity of Silatranes 
L. Ruo-Zhuang (R. Z. Liu), Z. Shi-Jin (S. J. Zheng), and Y. Jian-Guo 


Three-Body Nonadditive Effects for Hydrogen Bonded Water Molecules: SCF 
Study of Hydrated Species Including H2S and Various Metal Ions 


Quantum Chemical Study of the Molecular Patterns of MAO Inhibitors and 
Substrates 
M. Martin, F. Sanz, M. Campillo, L. Pardo, J. Pérez, and 


Quantum Chemical Structure-Activity Relationships on 8-Carbolines as 
Natural Monoamine Oxidase Inhibitors 
M. Martin, F. Sanz, M. Campillo, L. Pardo, J. Pérez, J. Turmo, and 


Rayleigh-Schrodinger Perturbation Theory for Many-Electron Systems with 
Partitioning of Configurations by Orders of Excitation 


Application of Photoelectron Spectroscopy to Biologically Active Molecules 
and Their Constituent Parts. IX. 1,4-Benzodiazepin-2-ones 
L. Klasinc, B. Ruscié, A. Sabljié, and N. Trinajstié 


One-Electron Properties at the SCF ab Initio Level 
G. De Brouckére 


Algebraic Approach to Molecular Rotation- Vibration Spectra 
F. lachello and R. D. Levine 


Topological Determinants in Org 1ic Chemistry 


Relativistic Extended Hiickel Studies of Cluster Models of Solid HgTe, 
CdTe, and PbTe: Densities of States and Nuclear Spin-Spin Coupling 
M. Hotokka, L. Laaksonen, P. Pyykké, and A. Viste 


Induction and Dispersion Energies Including Charge Overlap Effects: 
Green’s-Function-Type Methods 
P. Claverie 


Large-Scale RPA Calculations of Chiroptical Properties of Organic Molecules: 
Program RPAC 
T. D. Bouman, A. E. Hansen, B. Voigt, and S. Rettrup 


xiii 
1667 
1685 
1687 
Erratum 
1693 


VOLUME CONTENTS 


Issue No. 5, May 1983 


Calculation of Excited-State Properties of Some Small Molecules: 
Comparative Study of the CNDC/S and CNDO/2-V y-, Potential 
Methods 
A. B. Sannigrahi, D. C. Mukherjee, and B. R. De 


Survey of Structural Regularities in Molecular Properties. I. Carbon-13 
Chemical Shifts in Alkanes 


Coordinate Rotation Studies of H~, He~, Be~, Mg~ Resonances: Basis Set 
and Configuration List Dependence 
D. T. Chuljian and J. Simons 


Ab initio MO Calculations of Benzene + TCNE and Naphthalene + TCNE 
Complexes with STO-3G m-Split Basis Set 
Y. Watanabe and H. Kashiwagi 


Theoretical Study of Degree of Covalency in Some CoF¢, (n-) Complexes (n = 
4,3, and 2) 
E. Miyoshi, S. Obara, T. Takada, H. Kashiwagi, and K. Ohno 


Reduction of the Excited State into the Ground State of a Super-Hamiltonian 
J. Katriel 


Applicability of Non-degenerate Many-Body Perturbation Theory to 
Quasidegenerate Electronic States: A Model Study 
S. Wilson, K. Jankowski, and J. Paldus 


Electronic Correlation Contribution to the Three-Body Potentials for Water 
Trimers 


P. Habitz, P. Bagus, P. Siegbahn, and E. Clementi 
Usage de |’Algébre de Lie su (n) dans |’ Etude des Systemes Quantiques 4 n 


Etats. I. Quelques Conséquences Générales 
J. Tillieu and A. Van Groenendael 


Usage de |’Algébre de Lie su (n) dans |’ Etude des Systemes Quantiques 4 n 
Etats. II. Transformations de Espace des Observables, Problémes 
d’ Evolution 
J. Tillieu and A. Van Groenendael 


Chemical Graph Theory. IV. On the Cyclic Polynomial 
J. Seibert and N. Trinajstié 


Importance of Exchange Effects in the Deformation of Interacting Ions 
M. Gutowski, M. K@qkol, and L. Piela 


Studies in the Configuration Interaction Method. II. Generating Functions 
and Recurrence Relations for the Number of Many-Particle 
Configurations 
J. Katriel, R. Pauncz, and J. J. C. Mulder 


i 

xiv 

1695 

1723 
1739 
1753 
1781 

1817 
1855 


VOLUME CONTENTS 


Issue No. 6, June 1983 


The Externally Contracted CI Method Applied to N2 
P. E. M. Siegbahn 


Elastic Forward Scattering of High-Energy Electrons and Molecular Electron 
Density 


Calculations of Core-Electron Binding Energies by Transition Operator 
Method followed by Rayleigh-Schrédinger Perturbation Theory 
D. P. Chong, T. Minato, and P. K. Mukherjee 


Hartree-Fock Exchange Energy of an Inhomogeneous Electron Gas 


Avoided Crossing and Intermediate States in Certain Photochemical Reactions 
T.-S. Lee and S.-Y. Chu 


Some New Concepts on the Nature of the Covalent Bond Based on ab Initio 
Quantum Chemical Calculations 
D.-K. Pan, Z.-F. Niu, J.-N. Gao, and S.-L. Liu 

Calculation of ns? Configurations for the Helium Isoelectronic Series without 
Matching 
J. J. Segedy and E. A. Burke 


On Some Problems in Quantum Pharmacology. I. The Partition Functions 
J. S. Gomez-Jernia 


Gradient Expansion Correction to the Dirac Exchange Term in Statistical 
Models for the Na Atom with Shell Structure 
P. Csavinszky and F. Vosman 


The Modified Hartree-Fock Self-Consistent Field Equation 


Author Index to Volume XXIII 
Subject Index to Volume XXIII 


i 
xv 
1903 
On a Unified Treatment of Diffusion and Kinetic Processes 
. 1945 
. 1959 
1975 


